Comparison of predicted native structures of Met-enkephalin based on various accessible-surface-area solvent models.
We examine the variation and similarity of the native structures predicted from various accessible-surface-area solvent models for peptide Met-enkephalin. Both ECEPP/2 and ECEPP/3 force fields have been used in conjunction with ten different sets of accessible-surface-area parameterization. The native structures were determined by an implementation of the basin hopping Monte Carlo technique. The results suggest that the implicit solvent models examined in this study should be employed in computer simulations with extreme caution. In addition, the effect of fixing or not fixing the peptide angles omega has been examined. We conclude that fixing omega generally gives rise to a poor prediction.